Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.135; data-to-parameter ratio = 16.2. organic compounds o170 Masaaki Tomura
In the title compound, C 14 H 10 Cl 2 N 2 O, which is an important synthetic precursor of a human immunodeficiency virus type 1 (HIV-1) inhibitor, the dihedral angle between the 2,6dichlorophenyl ring and the phenyl ring is 69.4 (1) . In the crystal structure, the molecules form centrosymmetric dimers via N-HÁ Á ÁO hydrogen bonds with an R 2 2 (8) motif. The dimers are connected by intermolecular C-HÁ Á ÁO and C-HÁ Á Á interactions.
Related literature
For the starting material, see: Reich et al. (1917) . For human immunodeficiency virus type 1 inhibitors, see: Pauwels et al. (1993) . For related literature on the crystal structures ofanilinoacetamide derivatives, see: Peeters et al. (1993) ; Garg et al. (1993) ; Opatz & Ferenc (2005) . For related literature on C-HÁ Á ÁO hydrogen bonds, see: Taylor & Kennard (1982) ; Biradha et al. (1997) ; Batchelor et al. (2000) . For related literature on C-HÁ Á Á interactions, see: Malone et al. (1997) ; Tomura & Yamashita (2001) ; Nishio (2004) . For related literature, see: Allen et al. (1987) ; Bernstein et al. (1995) ; Allen (2002 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.229, T max = 0.818 3020 measured reflections 2808 independent reflections 2499 reflections with I > 2(I) R int = 0.016 3 standard reflections frequency: 120 min intensity decay: 0.8% Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.135 S = 1.05 2808 reflections 173 parameters H-atom parameters constrained Á max = 0.37 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày þ 1; Àz þ 2; (iii) Àx; Ày; Àz þ 1. Cg1 is the centroid of the C8-C13 benzene ring.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1992); cell refinement: CAD-4 EXPRESS; data reduction: TEXSAN (Rigaku/ MSC, 2000) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97.
(E)-2-(2,6-Dichlorophenyl)-2-(phenylimino)acetamide M. Tomura
Comment
The title compound, (I), is an important synthetic precursor of α-anilinophenylaceamide derivatives, which are potent human immunodeficiency virus type 1 (HIV-1) specific reverse transcriptase inhibitors (Pauwels et al., 1993) . A search for α-anilinoaceamide structure in the Cambridge Structural Database (Version 5.28; Allen, 2002) revealed three examples (Peeters et al., 1993; Garg et al., 1993; Opatz & Ferenc, 2005) while no structure of an α-phenyliminoaceamide derivative, such as (I), was found. We report here the molecular and crystal structures of the title α-phenyliminoaceamide derivative (I) (Fig. 1 ).
The compound (I) was synthesized by the reaction of N-(2,6-dichlorobenzylidene)aniline (Reich et al., 1917) with NaCN and crystallizes in the P1 space group with one molecule in an asymmetric unit. The molecule has an E-conformation about the C7═N1 bond. The bond lengths and angles are within the normal ranges (Allen et al., 1987) . Two benzene rings of (I) are planar [r.m.s. deviations of 0.0047 (C1-C6) and 0.0074 (C8-C13) Å from the least-squares planes] with a dihedral angle between their least-squares planes of 69.4 (1)°. Each benzene ring is close to be orthogonal [86.5 (2) for C1-C6 and 73.9 (1)° for C8-C13] to the plane of the amide group (C14/O1/N2). In the amide group, the intramolecular hydrogen bond between atoms N1 and N2 is observed [2.708 (2) Å].
In the crystal structure, the molecules are linked via N-H···O hydrogen bonds [2.935 (2) Å for N2-H2A···O1(−x + 1, −y + 1, −z + 1)] to form a centrosymmetric dimer with a graph-set motif (Bernstein et al., 1995) of R 2 2 (8) ( Fig. 2 and Table 1 ). The intermolecular C-H···O [3.260 (2) Å for C3-H3···O1(−x + 1, −y + 1, −z + 2)] and C-H···π [3.484 (2) Å for N2-H2B···Cg1(−x, −y, −z + 1), Cg1 is the centroid of the benzene ring (C8-C13)] interactions are observed between the dimers (Tomura & Yamashita, 2001; Nishio, 2004) . The C-H···O hydrogen bond in the crystal structure of (I) is stronger than the typical C-H···O hydrogen bonds in other structures (Taylor & Kennard, 1982; Biradha et al., 1997; Batchelor et al., 2000) . The C-H···π interaction corresponds to a geometry of type III (Malone et al., 1997) .
Experimental
The compound (I) was prepared as follows: a mixture of N-(2,6-dichlorobenzylidene)aniline (Reich et al., 1917) (504 mg, 2.0 mmol) and NaCN (110 mg, 2.0 mmol) in dimethyl sulfoxide (20 ml) was stirred for 1 day at 296 K. The reaction mixture was poured into water (100 ml) and the solution was extracted with dichloromethane (100 ml × 3). The organic layer was washed with water and dried over Na 2 SO 4 . After the solvent was evaporated in vacuo, dichloromethane (10 ml) was added to the residue. The resulting colourless precipitate was collected to give 198 mg (34% yield) of (I). Physical data for (I): supplementary materials sup-2 Refinement All H atoms were placed in geometrically calculated positions and refined using a riding model, with C-H = 0.93 Å, N-H = 0.86 Å and U iso (H) = 1.2U eq (C) or (N). Fig. 1 . The molecular structure of (I), with atom labels and 50% probability displacement ellipsoids for non-H atoms and H atoms are shown as small spheres of arbitrary radii. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0029 (6) 0.0173 (6) C2 0.0520 (10) 0.0424 (9) 0.0467 (9) 0.0018 (7) 0.0090 (7) 0.0140 (7) (7) 0.0041 (6) 0.0153 (6) C8 0.0473 (9) 0.0468 (9) 0.0468 (9) 0.0041 (7) −0.0047 (7) 0.0173 (7) 0.0550 (10) 0.0440 (9) 0.0380 (8) 0.0095 (7) 0.0051 (7) 0.0154 (7) Geometric parameters (Å, °) 
